. Quality assessment of the dog ED β1 model. a) Ramachandran plot for the dog β1 subunit extracellular domain model ED β1. In ED β1 77.3% of residues were present in most favourable region, 18.7% in additional allowed region and 3.9% in generously allowed region. No residues were detected in the disallowed region. Plots were generated in the server PROCHECK (https://servicesn.mbi.ucla.edu/PROCHECK/) 49 . b) Quality estimate per residue: QMEAN (Qualitative Model Energy ANalysis) is a composite scoring function covering the main aspects of protein stability and describing the agreement of predicted and calculated secondary structure and solvent accessibility 50 . As the reliability of the prediction heavily depends on model size, the provided error estimate is calculated based on models of similar size to the input. ED β1 had a QMEAN score of 0.78 ± 0.05. Scores of -.4.0 or below are an indication of models of low quality. Evaluation of models is available at the SwissModel workspace (https://swissmodel.expasy.org/)
Figure S2. Molecular Dynamics simulations of Model A.
a) Radius of gyration (Rg). Rg is a simple measure of expansion and firmness of the system. The calculated 2D plot for mean Rg of the system was consistent with a stable dimer as compared to the monomer system. b) Backbone RMSD scores observed over a period of 50 ns shows that the complex reaches stability by 30 ns of simulation and keeps suffering structural rearrangements by the end of the simulation.
